Atomic coordinates and equivalent thermal parameters
mL, 20 mmol). The solution was cooled to -15˚C ± 1˚C and isobutylchloroformate (2.6 mL, 20 mmol) was added under stirring while maintaining the temperature at -15˚C. After stirring the reaction mixture for 10 min at this temperature, a pre-cooled solution of HOBt (3.1 g. 20 mmol) in DMF (30 mL) was added. The reaction mixture was stirred for an additional 10 min and a pre-cooled solution of HCl·H-Pro-OBzl (4.85 g, 20 mmol) and NMM (2.2 mL, 20 mmol) in DMF (40 mL) was added slowly. After 20 min, the pH of the solution was adjusted to eight by the addition of NMM, and the reaction mixture was stirred over night at room temperature. Acetonitrile was removed under reduced pressure, and the residual solution was poured into about 400 mL of an ice-cooled 90% saturated KHCO3 solution, and stirred for 30 min. The precipitate was filtered, washed with water, cold 1 M HCl, water and then dried. The crude peptide was recrystallized from ether and petroleum ether to obtain 6.87 g of Boc-AP-OBzl (yield, 91.2%). Single crystal of 0.3 × 0.25 × 0.2 mm was chosen for X-ray diffraction studies. The measurements were made on a DIPLabo Imaging Plate system with graphite-monochromated radiation (Mo Kα). The structure was solved and refined using the maXus 6 program. All the non-hydrogen atoms were revealed in the first map. A full-matrix least-squares refinement based on 2458 observed reflections (I > 2σ(I)) with isotropic temperature factors for all the atoms converged to a residual of R = 0.1397. A refinement of non-hydrogen atoms with anisotropic thermal parameters was started at this stage. After eight cycles of refinement, the residuals saturated at R = 0.0612. The hydrogen atoms were placed at calculated positions, and included using the riding atom model. Table 1 gives the details of the crystal and experimental data. Absolute configuration has been assigned by reference to an unchanging chiral centre in the synthetic procedure.
The final positional coordinates along with equivalent isotropic temperature factors for all of the non-hydrogen atoms are given in Table 2. Tables 3 gives the 
